Key indicators: single-crystal X-ray study; T = 150 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.042; wR factor = 0.115; data-to-parameter ratio = 10.3.
Experimental
Crystal data The crystal packing of (I) is also different from that found for the all-thiophene analogue. The molecules in the allthiophene network are linearly aligned in one direction. In contrast, the molecules of (I) are misaligned by up to 16.84 (4)°.
No traditional H-bonding was found, but π-π-stacking does occur as shown in Figure 2 . π-π-stacking interactions occur between the pyrrole and the terminal thiophene of two different molecules, which are separated by 3.449 (4) Å.
In a 50 ml round bottom flask was added 1-methyl-2-pyrrole-carboxaldehyde (40 mg, 0.37 mmol) dissolved in 25 ml of anhydrous toluene to which was subsequently added 1,4-diazabicyclo[2.2.2]octane (159 mg, 1.42 mmol) and TiCl 4 (0.28 ml, 0.28 mmol) as a 1.0 M solution in toluene at 0 °C followed by diethyl 2-((thiophen-2-yl)methyleneamino)-5-aminothiophene-3,4-dicarboxylate (100 mg, 0.28 mmol). The mixture was then refluxed for four hours followed by solvent removal. Purification by flash chromatography yielded the title product as a red solid (63 mg). The selected crystal was obtained by slow evaporation of a concentrated solution in acetone.
Refinement
During the refinement, it became apparent that the structure was disordered as an inversion of the terminal heterocycles. We first tried to fix each part to half of the weight and then let it vary to the optimized proportion of 82:18. The temperature factors were less than desired because of the disorder requiring many constraints including fixing similar temperature factors and distances for every disordered atom. H atoms were placed in calculated positions (C-H = 0.95-0.98 Å) and included in the refinement in the riding-model approximation, with Uĩso~(H) = 1.2 U~eq~(C). Fig. 1 . ORTEP representation of (I) showing the disorder present in the terminal rings with the numbering scheme adopted (Farrugia, 1997) . Ellipsoids drawn at 30% probability level. 544 restraints Extinction correction: none Primary atom site location: structure-invariant direct methods
sup-2 Figures
) x, 1 -y, -1/2 + z; (i) 1/2 -x, -1/2 + y, 1.5 -z.] Diethyl 2-[(1-methyl-1H-pyrrol-2-yl)methyleneamino]-5-(2-thienylmethyleneamino)thiophene-3,4-di- carboxylate Crystal data
Special details
Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance mat- (7) 0.0086 (6) 0.0006 (6) 0.0000 (6) O2 0.0287 (7) 0.0390 (7) 0.0488 (8) −0.0035 (5) −0.0020 (6) −0.0017 (6) O3 0.0338 (7) 0.0578 (9) 0.0313 (7) −0.0018 (6) 0.0021 (6) −0.0045 (6) O4 0.0316 (7) 0.0439 (7) 0.0256 (6 
